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General information
In order to dispose KCN waste properly, all KCN solutions were detoxified with hydrogen peroxide solution. 5-(Chloromethyl)-3-(substituted-phenyl)-1,2,4-oxadiazoles derivatives 1a-j were synthesized prior to use following literature procedure [1] . 1 H and 13 C NMR (400 or 300 MHz for proton and 100 or 75 MHz for carbon, respectively) spectra were recorded in CDCl 3 at ambient temperature. LC-MS spectra were obtained from Waters 2695 Alliance Micromass ZQ instrument.
High-resolution mass spectra (HRMS) of compounds were obtained on an orthogonal acceleration-TOF mass spectrometer and an FTMS (4.7 T) mass spectrometer. Single crystal X-ray diffraction data were obtained by Bruker Smart Apex II Quazar and Nonius Kappa CCD instruments. Melting points were determined with a Meltemp apparatus without corrections. All chemical shifts are reported in ppm relative to TMS. Coupling constants (J) are reported in Hz. Routine TLC analyses were carried out on pre-coated silica gel plates with fluorescent indicator. Flash column chromatography was performed on silica gel (230-400 Mesh ASTM). Stain solutions of potassium permanganate and iodine were used for visualization of the TLC spots.
General procedure for the synthesis of trisubstituted 1,2,4-oxadiazole-acetonitriles 3
Method B. A mixture of 5-(chloromethyl)-3-substitutedphenyl-1,2,4-oxadiazoles derivatives 1a-j (0.75 mmol) and KCN (3 mmol, 195 mg) were stirred in CH 3 CN (20 ml) at rt for 24 h. The reaction progress was followed by TLC and upon completion, the reaction mixture was concentrated in vacuo.
The resulting residue was extracted with CH 2 Cl 2 (25 ml), dried over Na 2 SO 4 , and the solvent was removed. Finally, crude products were purified by flash column chromatography on silica gel to afford the title compound 3 in a pure state.
2,3-Bis(3-phenyl-1,2,4-oxadiazol-5-yl)-2-((3-phenyl-1,2,4-oxadiazol-5-yl)methyl)propanenitrile (3a) Compound 3a was prepared following method B using 1a (0.75 mmol, 145 mg) and KCN (3 mmol, 195 mg) 99, 172.26, 169.11, 168.57, 131.93, 131.61, 128.99, 128.90, 127.64, 127.54, 125.79, 125.39, 14, 172.38, 168.36, 167.82, 138.36, 137.94, 129.42, 129.30, 128.90, 128.81, 124.18, 123.75, 37, 168.07, 159.15, 156.46, 142.19, 138.34, 138.22, 128.98, 128.93, 125.17, 124.73, 114.67 31, 172.54, 168.54, 167.99, 130.19, 130.04, 129.92, 122.16, 116.73, 116.59, 116.43, 116.29, 43, 173.73, 167.57, 166.97, 149.86, 149.64, 131.69, 131.18, 128.73, 128.56, 124.31, 124.21, 19, 175.76, 168.48, 168.39, 131.38, 131.30, 128.84, 128.81, 127.50, 127.44, 126.28, 126.27, 33.61, 28.94 29, 175.86, 167.74, 167.62, 137.70, 137.59, 129.23, 129.16, 128.78, 128.70, 124.71, 33.62, 29.66, 28.97 38, 175.97, 168.07, 167.94, 138.27, 138.20, 129.04, 128.95, 125.73, 124.62, 98.42, 98.29, 33.67, 29.03 . HRMS ( 47, 176.04, 167.92, 167.80, 129.98, 129.89, 129.77, 122.65, 116.51, 116.44, 116.21, 116.15, 33.81, 2851, 1593, 1567, 1480, 1411, 1349, 1080, 1013, 907, 824, 745 cm 16, 175.75, 168.56, 168.48, 141.86, S8 141.76, 129.84, 129.42, 127.55, 127.42, 123.56, 33.56, 29.01, 21.66 176.40, 167.07, 166.96, 149.71, 149.65, 131.90, 131.83, 128.47, 128.39, 124.15, 124.11, 33.57, 28 53, 176.10, 167.56, 167.41, 133.31, 132.98, 129.50, 127.85, 127.73, 125.86, 124.97, 122.27, 33.65, 29. 06, 175.63, 168.24, 168.16, 162.12, 162.05, 129.35, 129.24, 129.17, 118.83, 114.33, 114.29, 55.47, 33.68, 29. 
